2. Because of (1), numerical results of S s in Tables 1 and 2 (column 4) are incorrect. The correct results are shown in Table C1 below, where all data are found to be positive.
3. The correct correlation coefficient (R 2 ) and root-mean-square deviation (RMSD) values for S s from the least-square-fitting in Table 3 are shown in Table C2 . 4. Correlation results of S s at atoms, molecules and atoms-in-molecules levels shown in Fig. 1a , 2a, 3a, 5a, and 6a are invalidated and should be replaced by the results in Table C2 . However, as can be seen from the table, strong correlations at the atoms-in-molecules level are still observed.
The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers. 
